Temperature influence on the crystallization of polyethylene/fullerene nanocomposites: molecular dynamics simulation.
The crystallization of polyethylene/fullerene (PE/C60) nanocomposites with different fullerene content was investigated at different temperatures by means of molecular dynamics simulation. It is found that there is a critical temperature for PE/C60 nanocomposite crystallization. The high C60 content makes the low critical temperature. Crystallinity of the equilibrium conformations of PE/5C60 gradually decreases with increasing temperature. Distributions of the dihedral angle along the PE chain, the radius of gyration, and its three Cartesian components are used to characterize changes in the shape and structure of PE chain as temperature increases.